Cartesian coordinates (in Å) and total energies (in a.u., zero point energy included) of all stationary points discussed in the text. All calculations have been performed at the M05-2X/def2-TZVPP level of theory. See text for computational details.
Xe
1.818088000 0.000020000 -0.000039000 Xe -1.287427000 -0.000184000 0.000053000 H 3.578632000 0.002385000 0.000667000 F -3.581589000 0.000721000 -0.000158000
HXeXeCl, E = -1119.238277
Xe 2.172566000 0.015726000 0.000005000 Xe -1.012642000 -0.037729000 -0.000006000 H 3.934166000 0.094867000 0.000023000 Cl -3.915889000 0.064312000 0.000001000
HXeXeBr, E = -3233.149486 
